T = 298 K.
CCDC no.: 1848846
The title crystal structure (systematic name: (1R,4aS,5R, 6aS,7S,9R,11aS,14S)-1,5,6,7,14-pentahydroxy-4,4-dimethyl-8-methylenedodecahydro-1H-6,11b-(epoxymethano)-6a,9-methanocyclohepta[a]naphthalen-12-one) is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
The experimental material was collected in Zhong county, Chongqing city, PRC, in the August give a crude product (3 kg), which was continuously divided into 5 fractions (A-E) after subjected to silica gel column eluting with petroleum ether/acetic ether (95:5−6:4). Subsequently, fraction C (653 g) was applied to MCI column separation to afford subfraction C1-C3. C2 was further separated by silica gel column, Sephadex LH-20 to produce the title compound (18 mg). Suitable colorless block crystals of this compound were then obtained after recrystallization from methanol.
Experimental details
The hydrogen atoms were assigned with common isotropic displacement factors U iso (H) = 1.2Ueq(C) and 1.5Ueq(O), respectively, and included in the final refinement with d(C-H) = 0.93−0.98 Å. The hydrogen atoms at the hydroxyl groups are refined freely.
Comment
Recent studies show that there are abundant diterpenoids with various structures possessing anti-cancer activity found from Isodon rubescens [2] . In order to discover more compounds with diverse bioactivities, our group has studied on the same species distributed in Zhong county, Chongqing city and the title compound, namely rabdoternin B, has been isolated. The asymmetric unit of the title compound consists of one formula unit. Geometric parameters of the title structure are in the usual ranges. The compound contains five hydroxyl groups, one lactone and three methyl-groups. Moreover, the skeleton of this compound contains three six-membered carbon rings and one five-membered ring. The six-membered ring A (atoms C1-C5/C10) shows a chair conformation, while the other six-membered rings B (atoms C5-C10) and C (atoms C8-C9/C11-C14) present boat conformations. In addition, the five-membered carbon ring is in a twist-chair conformation. The intermolecular connection was achieved through hydrogen bonds.
